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To the Editor 
T 
hree recent papers [l-3] have discussed the 
relative merits of commercially available com- 
puter-searchable databases. Chalmers and Law- 
son [4], Markey, et al. [5], and others have provided 
compilations of EIC mass spectra to aid in the inter- 
pretation of results from the routine gas chromatogra- 
phy/mass spectrometry (GC/MS) of TMS-derivatized 
metabolites from children suspected of having inborn 
errors of metabolism. None of these sources includes 
spectra from unidentified compounds which may arise 
from drug derivatives, contaminants, or as yet unde- 
scribed metabolites. But the analyst in this held may 
be under pressure to suggest a diagnosis and may 
wish to confer with colleagues. For this purpose, we 
have created a 1400-entry, modem-accessible library 
from the following sources. 
The 42,000-entry National Bureau of Standards 
mass spectral library supplied in 1988 with the VG 
Trio 2, PDF’ 11/73-based data system (Fisons Instru- 
ments, Danvers, MA) was screened for trimethylsilyl 
derivatives by a series of searches for “NAME” frag- 
ments. The 2000 resultant spectra were manually 
screened for relevance to biological fluid analysis. 
Approximately 1100 compounds resulted. About 40 
mass spectra were generated from compounds ob- 
tained as chemicals (Sigma Chemical Co., St. Louis, 
MO, Drs. Donald Mock and Piero Rinaldo). Nearly 
100 mass spectra were obtained on paper from other 
sources [4, 5, and Drs. Robert Hill, Richard Kelley, 
and David Hyman] and added by hand to the library. 
The remaining mass spectra were obtained from sam- 
ples of urine, serum, and amniotic fluid from over 500 
pediatric patients. A new method was used [6] 
whereby carbohydrates, organic and amino acids all 
appear as TMS-derivatives in a single GC/MS proce- 
dure. A custom search program attempted to match 
mass spectra from each major GC peak to the existing 
library entries. Unmatched spectra were automatically 
added to the library and named for the sample and 
spectrum number or retention time. Information on 
the patients’ condition, diet, and medications was 
included in the “NAME” for the entries after a re- 
view of the patient records. Thus, search of a medica- 
tion name such as “valproic acid” now yields 20 
spectra, of which 18 are chemically unconfu-med, but 
found only in samples for patients using the drug. 
‘Certain commercial materials and equipment are identified in this 
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such id&ti&tion i&ly’rec&nendation 01‘ endorsement by the 
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The library search program is a modified version of 
the NIST/EPA/MSDC Mass Spectral Database soft- 
ware available from one of the authors (SES), who 
can also supply custom programs to perform the nec- 
essary translation of mass spectra from other formats. 
Manufacturers of the various computer systems dedi- 
cated to mass spectrometers can help with problems 
of datatile format interconversion: virtually all print- 
ers require ASCII format, so the major problem is 
finding the name of the “printer dump” tie created if 
the printer is offline, then importing this tie into a 
text editor for formatting. 
The database can be accessed by any personal 
computer with a modem by using Co/SessionR, a 
communications software package (Triton Technolo- 
gies, Iselin, NJ)*. Mass spectra, as ASCII files, may be 
transmitted to the library over telephone lines for 
search, comparison, and contribution to the database. 
Co/Session allows a modem-accessible PC and any 
programs it contains to be run from any other PC 
with a modem. The phone numbers, access codes, 
and passwords necessary to customize a version of 
CO/Session are available from one of the authors 
(JDS). Help screens, the first to appear after modem 
connection, were written to give the options available 
to the user from any point in the interaction. 
This library is now conhgured with a 9600 baud 
V.42bis modem. Users in other cities, with similar 
modems (available for less than $400), can send, re- 
ceive, and compare library spectra as readily as the 
“host” in St. Louis. Spectra resulting from a search 
may be viewed and downloaded in tabular or graphic 
form within a few seconds. There is no charge for use 
of the library and if sufficient interest exists, a toll-free 
number will be established for access. 
Modem-accessible databases where unidentified 
spectra serve as diagnostic hngerprints may have 
practical value in other specialized fields. Any group 
wishing to establish such a library may contact us to 
acquire the modified NIST/EPA/MSDC program. A 
demonstration, hosted by NIST, is planned for the 
upcoming Annual Meeting of the Society. 
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To the Editor 
T he American Society for Mass Spectrometry, and particularly the Committee on Measure- ments and Standards, should be applauded for 
their hard work on their revision of the document, 
“Standard Definitions of Terms ReIating to Mass 
Spectrometry” (1. Am. Sot. Mass Spectrom. 1991, 2, 
336-348). To have such a compilation of terminology 
is vital for us to communicate our ideas and results 
accurately and precisely. Indeed, this document has 
the potential to be the international standard for mass 
spectrometric terminology. 
Thus, I am surprised that the archaic gender- 
specific terms “daughter,” “granddaughter, ” and 
“great-granddaughter,” and the anthropomorphic 
“parent ion” and “progeny fragment ions,” are sup- 
ported in this compilation. Ions are not members of 
either the plant or animal kingdoms, and thus they 
are incapable of either sexual or asexual reproduction. 
Therefore, they are incapable of being either mothers, 
fathers, daughters, or sons. They are simply ions, or 
fragments of ions, or products of ion reactions. They 
can, however, be related as “first, second, or third 
generation” because, according to my Webster dictio- 
nary, “generation” can describe either persons, ani- 
mals, or things. 
It is most difficult to understand why “daughter 
ion” continues to be supported. The ACS Style Guide, 
published by the American Chemical Society sir yeurs 
ago, discourages the use of gender-specihc language 
in ACS publications (see pages 103-104). The Council 
of the ACS, which represents approximately 140,000 
professional chemists and chemical engineers, voted 
unanimously in April 1991 to remove all gender- 
specific terms from the AC5 bylaws. If ACS can make 
such a timely move, I think ASMS can too. 
When I first started publishing in mass spectrome- 
try, I inanely used the expression “daughter ion.” 
My mentor, who is now the Editor of this exceptional 
journal, urged me to stop using anthropomorphic 
terms to describe nonliving things. I consequently 
became sensitized to the term “daughter ion,” and it 
became offensive to me. I know that there are many 
in OUT Society to whom this terminology is offensive. 
A very wise and sensitive scientist, who is also an 
Editor of one of our illustrious mass spectrometry 
journals, recently said, “Whoever continues to use a 
term after learning that it is offensive is rude. Use 
product ion.” (Maurice Bursey, Mass Spectrom. Rev., 
1991, 10, l-2.) 
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